cultivation areas were divided into four quadrants, 12 seedlings of T. diversifolia were planted 1 in each quadrant, totaling to 48 specimens per area. 2
The seedlings were transferred to the cultivation areas and were kept for three 3 months under local environmental conditions to acclimatise. The first sample collection was 4 done after the emergence of the floral buds (April 2012). However, inflorescence samples 5 were obtained only from the second collection (May 2012), when they were full-grown. 6 7
Method S2: UHPLC-DAD-(ESI)-HRMS and NMR (J-resolved) data fusion by 8 concatenation method 9 10
The data obtained by UHPLC-DAD-(ESI)-HRMS and J-resolved NMR were combined 11 in one single data matrix using the concatenation method described by Forshed et al. (2007) 2 12 prior to multivariate statistical analysis. 13
The two sets of non-scaled data were divided in two groups according to the type of 14 data (UHPLC-DAD-(ESI)-HRMS data -Block 1; and J-resolved NMR data -Block 2). Both 15 data blocks were scaled by the formula described in Equation (1), such that X n represents 16 the chromatographic peak area value for UHPLC-DAD-(ESI)-HRMS data or signal intensity 17 for J-resolved data for each observation of a given variable, and Σσ block is the sum of all the 

After the scaling procedure, the data of the two blocks were arranged as a single data 1 matrix (for each respective plant part), merging both blocks in the same data sheet on an MS 2 Excel © software. The matrix obtained by the fusion of both type of data (LC-MS and NMR) 3 was named as concatenated data matrix and it was used to perform multivariate analysis. 4 5 
